LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample = H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.724 4 12 15 rVB 207260 593387 19.72% 2.528%
2 1.850 21 23 34 rv 46926 68549 2.28% 0.292%
3 1.998 34 36 45 rVB 54893 72649 2.41% 0.309%
4 4_.958 292 295 300 rBB 145494 207422 6.89% 0.884%
5 5.381 329 332 335 rBVY 1993232 2643242 87.83% 11.259%

6.433 420 424 426 rBV 2076890 3009342 100.00% 12.819%
6.559 432 435 437 rBV 2847422 2887640 95.96% 12.300%
777365 616643 20.49% 2.627%
6.947 466 469 471 rVB 2353125 2227973 T74.04% 9.490%
7.347 501 504 507 rBV 1270877 1684393 55.97% 7.175%
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11 8.067 565 567 570 rBV 692028 722695 24.02% 3.078%
12 9.153 659 662 664 rBV 2806772 2869051 95.34% 12.221%
13 9.542 694 696 698 rBvV 511523 407211 13.53% 1.735%
14 9.816 718 720 723 rVB2 628911 693971 23.06% 2.956%
15 10.605 787 789 792 rBV 1375622 1253116 41.64% 5.338%

16 10.730 799 800 805 rvB 50408 56653 1.88% 0.241%
17 11.302 847 850 852 rvB 411943 566169 18.81% 2.412%
18 12.879 985 988 991 rBV 1762101 1667700 55.42% 7.104%
19 13.817 1066 1070 1077 rBV2 32143 92998 3.09% 0.396%
20 13.919 1077 1079 1082 rVB 685124 625138 20.77% 2.663%

21 14.777 1151 1154 1156 rBV 46273 55081 1.83% 0.235%
22 15.314 1198 1201 1204 rBV 372106 455421 15.13% 1.940%

Sum of corrected areas: 23476444
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On 4 Jul 2016 13:34

Operator : UM/SJ

Sample . H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088692.D

4000000

3000000 6.56

6.95

6.43
2000000 5.38

7.35
1000000 6.79

172 4.96

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088692.D

4000000
3000000 9.15

2000000 12.88

10.60

1000000
8.07 0.82

9.54 11.30
A 10.73

L L L S

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088692.D

4000000
3000000
2000000

1000000
13.92

15.31
138 14.78 \

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Propane, 1,1-dimethoxy- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

2.00 2.36 ng 72649 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 14
3 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI102 002568-30-1 9
5 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9

Abundance Scan 36 (1.998 min): BF088692.D (-34) (-) m/z 75.10 100.00%
75
5000 45 N
39| 57 180 200 220 2.40
O e I L L O I m/z 73.10 75.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 DS L S
45 1.80 2.00 2.20 2.40
31 ‘ ‘ m/z 45.10 36.82%
15 57
Oy 2 B T el w13
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
180 200 220 2.40
5000 m/z 41.10 27 .90%
45
29
o 39 5 g7 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #718: Thiocyanic acid, methyl ester i B
73 1.80 2.00 2.20 2.40
m/z 47.10 20.88%
5000 45
15
28 58
0"'I”"I'”IIPA'F'MMI'”ll'”'ﬁ'“'l'”'l'”'l'”'l' DS L S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

4.96 6.73 ng 207422 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Dimethadione 129 C5H7NO3 000695-53-4 9

Abundance Scan 295 (4.958 min): BF088692.D (-292) (-) m/z 43.10 100.00%
43
59
5000
i A
83 : : : :
Ol i ..':|,....,~....-,|....,....,....,....,....,2.97.. m/z 59.10 60.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A A AL R
59 460 480 500 520
m/z 101.10 20.44%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.89%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R e
43 4.60 4.80 5.00 5.20
m/z 41.10 9.13%
5000
101
15 31 | ey 86
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown6.56 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.56 93.66 ng 2887640 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 435 (6.559 min): BF088692.D (-432) (-) m/z 132.00 100.00%
132
5000 68
40 ‘ 0 620 640 6.60 680
54 g2 104 . . . .
o....,...:l'!..“ﬁ:.'..,m'.,..'.-.??.5.‘?,....,.'.'..,.1.1.5.,...., | M/z 68.10  44.32%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U SR
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.49%
38 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 28 .50%
33 44 g7 105
51 60 70 78 g 115
O A B ot e e L et
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B REEREEa e
132 6.20 6.40 6.60 6.80
m/z 69.10 18.02%
5000 67
41 97
‘ 53 . 117
0'"'lgﬂ'h'h"i“'“'?%J*Nl'm““"'é?'ﬂ"l}pﬁ|""|%%%'|H"'|"' AR SRR U SR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.00 ng 56653 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Nonadecane 268 C19H40 000629-92-5 83
3 Hexadecane 226 C16H34 000544-76-3 72
4 Pentadecane 212 C15H32 000629-62-9 59
5 Eicosane 282 C20H42 000112-95-8 59
Abundance Scan 800 (10.730 min): BF088692.D (-799) (-) m/z 57.10 100.00%
57
43 71
5000 85
9 1131, 1040 1060 10180 1100
0 m/z 43.10 67.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71 J
5000 85 A DA LR AR
10. 40 10. 60 10 80 11.00
29 m/z 71.10 62 .30%
oL15 ‘\ L ﬂ9113127141155169 198
m/z--> 25 45 éo éo 160 150 110 160 180 200 220 250 2éo
Abundance
57
43 71 AU A
a5 10.40 10.60 10.80 11.00
5000 m/z 85.05 43.18%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 97 10.40 10.60 10.80 11.00
m/z 41.10 32.36%
5000 [
85
29
o ‘ ‘ Ly “ 99113127141155169183197 226
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 160 180 200 220 240 2('30 10. 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 3-Chloropropionic acid, hep... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 2.98 ng 92998 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 91
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1070 (13.817 min): BF088692.D (-1066) (-) m/z 57.10 100.00%
87 8
5000 111
| |139 207 " 13.60 13.80 14.00 14.20
ok L e — m/z 83.10 91.75%
m/z--> 50 100 150 200 250 300 350
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
57 8
5000 111 LRI BN SR SURIURN SUN
13.60 13.80 14.00 14.20
29 m/z 55.10 90.01%
o “N\W‘}m 1139 167 210 238 263
m/z--> 50 100 150 200 250 300 350 '
Abundance
43 g
13.60 13.80 14.00 14.20
5000 m/z 43.10 80.71%
111
0 63 139 168 196 241
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R A BEAE S B
13.60 13.80 14.00 14.20
83 m/z 69.10 74.91%
5000 111
29 169
oL Ll ‘ |20 | %15 2 302
m/z--> 50 100 150 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070316\
Data File : BF088692.D

Aca On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.78 2.42 ng 55081 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Supraene 410 C30H50 007683-64-9 80
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 68
4 3.7.11-Tridecatrienenitrile., 4.8... 231 C16H25N 006006-01-5 64
5 Carbonic acid, methyl ester, [(E... 280 C17H2803 1000164-38-7 59
Abundance Scan 1154 (14.777 min): BF088692.D (-1151) (-) m/z 69.10 100.00%
60
5000 ~_J\,_,_\,,AJX,VNﬁ,A~V~ﬁ-V~
41 BRI B UL I o
l 915 186 o s 14.40 14.60 14.80 15.00
Ot bl by 85 R0 m/z 81.10 54.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
5000 LN SRR SUNL SURELE I
al 14.40 14.60 14.80 15.00
95 m/z 41.10 19.02%
ol ‘ el .‘”,W.M. Qo1 TR 281 273200 ST
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.40 14.60 14.80 15.00
5000 m/z 68.10 15.02%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 14.40 14.60 14.80 15.00
a1 m/z 95.10 13.91%
5000 M
95 123
0=+ L ﬂ'lw Ahi'ﬂ'x}ﬁg'%?7'l UL ALY UAR LY SR B LN SRR SUNLE SURELE I
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
Data File : BF088692.D

Acq On : 4 Jul 2016 13:34

Operator : UM/SJ

Sample - H3822-07

Misc :

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 1,l1-dime... 2.00 2.4 ng 72649 1 6.79 616643 20.0
2-Pentanone, 4-hy... 4.96 6.7 ng 207422 1 6.79 616643 20.0
unknown6 .56 6.56 93.7 ng 2887640 1 6.79 616643 20.0
Tetradecane 10.73 2.0 ng 56653 4 11.30 566169 20.0
3-Chloropropionic... 13.82 3.0 ng 92998 5 13.92 625138 20.0
Squalene 14.78 2.4 ng 55081 6 15.31 455421 20.0
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